A part of the title crystal structure is shown in the figure. Tables 1 and 2 contain details of the measurement method and a list of the atoms including atomic coordinates and displacement parameters.
with stirring to 353 K for 3 h. The product was produced in 50% yield by recrystallization from anhydrous ethanol.
Experimental details
The hydrogen atoms were placed on calculated positions using a riding model (AFIX 33, 43 and 23 options of the SHELX program [2] ).
Comment
It is well known that for the treatment of nervous system, barbiturates and its derivatives are widely used in medicine. They may have anti-cancer, anesthesia, sedation, sleep and other medical effects [5] [6] [7] [8] [9] [10] because the characteristic ring of barbituric acid and the base of DNA have certain similarity [11] , which also gives a special significance of barbituric acid compounds. In the cyclic system of 1,3-dimethyl barbituric acid, the hydrogen atoms on the 5-position carbon are affected by the electron-withdrawing action of two adjacent carbonyl groups, and are easily lost to form a cyclic conjugate stable carbon anion, which acts as the nucleophilic reagent and the halogenated hydrocarbon carries out alkylation reaction. All bond lengths and angles are within normal ranges. The typical structural characteristic of the title compound is the C3 atom which acts as a bridge between the 1,3-dimethyl barbituric acid ring and the two benzyl moieties. The dihedral angle between the benzyl rings and the 1,3-dimethyl barbituric acid are 50°and 27°, influenced by steric hindrance. The O2 atom and a H atom from a benzyl ring form a weak hydrogen bonding interaction.
